Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.003 Å; R factor = 0.040; wR factor = 0.125; data-to-parameter ratio = 12.7.
The asymmetric unit of the title compound, C 29 H 22 N 6 S 2 , contains one half-molecule situated on a twofold rotational axis. The two triazole rings form a dihedral angle of 27.6 (2) . In the crystal, weak intermolecular C-HÁ Á ÁN hydrogen bonds link the molecules into ribbons extending along [001] .
Related literature
For related structures, see: Ö zel Gü ven et al. (2008a,b) . For the pharmacological properties of triazole derivatives, see: Paulvannan et al. (2001) ; Wahbi et al. (1995) . Table 1 Hydrogen-bond geometry (Å , ). (Paulvannan et al., 2001; Wahbi et al., 1995) . Some crystal structures of 1H-1,2,4-triazole ring containing ether derivatives have been reported recently (Özel Güven et al., 2008a,b) . Herewith we report the synthesis and crystal structure of the title compound, (I).
Experimental
In (I) (Fig.1) , the molecule is situated on a twofold rotational axis, so asymmetric unit contains a half of the molecule.
The 1,2,4-triazole ring is planar with an r.m.s. deviation of 0.023 (2)Å and maximum deviation of 0.0037 (2)Å for atoms C8. The C8 atom shows a distorted C sp 2 hybridization state with the bond angles of 110.98 (16)° (N2-C8-N3) and
126.50 (14)°(N2-C8-S1). The triazole ring and two attached phenyl rings (C1-C6 and C9-C14) form dihedral angles of 34.3 (2) and 62.2 (2)°, respectively. The dihedral angle between the two phenyl rings is 61.2 (2)°. As a result of π-π conjugation, the C sp 2 -S bond length [S1-C8 = 1.7439 (2) Å] is significantly shorter than the C sp 3 -S bond length [S1-C15 = 1.8092 (2) Å].
In the crystal structure, weak intermolecular C-H···N hydrogen bonds (Table 1) .
A suspension of 4,5-diphenyl-4H-1,2,4-triazole-3-thiol (2.0 mmol) and 1,1-dibromomethane (1.0 mmol) in ethanol (10 ml) was stirred at room temperature. The reaction progress was monitored via TLC. The resulting precipitate was filtered off, washed with cold ethanol, dried and purified to give the target product as light yellow solid in 95% yield. Crystals of (I) suitable for single-crystal X-ray analysis were grown by slow evaporation of a solution in chloroform-ethanol (1:1).
Refinement
All H atoms were positioned geometrically and refined as riding (C-H = 0.95-0.99 Å) and allowed to ride on their parent atoms, with U iso (H) = 1.2U eq (C). (8) C6 0.0221 (9) 0.0232 (10) 0.0169 (9) 0.0026 (7) −0.0001 (7) 0.0045 (7) C7 0.0201 (9) 0.0231 (9) 0.0176 (9) 0.0004 (7) −0.0023 (7) 0.0008 (7) C8 0.0223 (9) 0.0248 (9) 0.0152 (9) 0.0005 (7) 0.0010 (7) 0.0002 (7) C9 0.0205 (9) 0.0240 (10) 0.0125 (9) 0.0044 (7) −0.0008 (7) 0.0008 (7) C10 0.0259 (9) 0.0293 (10) 0.0203 (10) −0.0010 (8) −0.0008 (7) 0.0007 (8) C11 0.0305 (10) 0.0361 (11) 0.0207 (9) 0.0039 (9) 0.0058 (8) 
